C 8 H 6 BrFO 2 S, monoclinic, P21/m (no. 11), a = 4.7846(2) Å, b = 9.6099(4) Å, c = 10.3260(4) Å,
Experimental details
Crystal data, data collection and structure refinement details are summarized in Table 1 . Data reduction and cell refinement were performed using the program SAINT-Plus [1, 2]. All hydrogen atoms were placed in idealised positions and refined in riding models with the U iso values set to 1.2 or 1.5 times of those of their parent atoms and the constraint distances of C-H ranging from 0.95 Å to 1.00 Å.
Comment
The use of ethene sulfonyl fluoride (ESF) remained obscure until Krutak et al. published the synthesis of ESF in large scale [6] . Ethene sulfonyl fluoride is now an extremely useful synthetic intermediate in organic chemistry and this is mainly due to the two electrophilic sites encountered in this material. Furthermore, ESF has been coupled to a number of different substituted boronic acids via oxidative Heck protocols [7, 8] . More interestingly is the two chemo-selective electrophilic sites which are being preserved during the Heck coupling. This offers substituted ESF many applications such as the use in synthetic chemistry and medicinal chemistry as Michael acceptor for N, O, S and C nucleophiles [9, 10] . And also as sulfur(VI) fluoride exchange which offer connective chemistry with a wide variety of applications in material science, chemical synthesis and drug discovery [11] . The β-vinyl functionality is known as a Michael acceptor. It allows the reactivity upon itself without altering the sulfonyl fluoride (SF) head. Thereafter another nucleophile can be applied in the presence of a strong base such as DBU, NaH, etc., however SF can be activated via silyl ethers thus making it feasible under moderate bases such as trimethylamine [10] .
The crystal structure analysis of the title compound reveals that the molecule is disordered over two positions. The title compound is planar with O and F atoms are attached to S-atom out of plane. The disordered ethene group is parallel to the bromophenyl ring. The torsion angle of C5-C2-C1-S1 is 178.1(2)°which shows the planarity of the disordered ethene moiety with respect to bromophenyl ring. The torsion angle of F1-S1-C1-C2 is −106.6(4)°which shows that the F-atom is almost perpendicular to the disordered bromophenyl-ethene moiety. Molecular packing analysis shows that the intermolecular contacts among the title molecules in the crystal structure is established through halogen-halogen interactions formed between F and Br atoms with the F1· · · Br1 distance of 3.23 Å and C6-Br1· · · F1 angle of 177.28°. In three-dimensional structural arrangement, the molecules are closely packed as stair-steps through the F· · · Br interactions as well as weak C-H· · · O hydrogen bonds formed between sulfonyl and ethene moieties. Also, there is a possibility of parallel-displaced π· · · π interactions between the aromatic rings of the adjacent layers which can be viewed along b-axis. The crystal structure of (E)-2-(4-chlorophenyl)ethenesulfonyl chloride, the chloride analogue of the title compound, was obtained from Cambridge Structural Database (CSD) analysis [Ref. code: IYEPIN] [12] . The molecular packing in both crystal structures were compared. This reveals that the pattern of the intermolecular interactions and the three-dimensional molecular packing of the title compound are similar to that of its chloride analogue.
